The prediction of the crystal polymorphic behavior of materials is still in its infancy. 1 It is important to try to account for the observed differences in the properties of polymorphs, as much as possible, on the basis of structural findings. Along these lines, the color differences of polymorphic crystals are of considerable interest. 2, 3 An extraordinary example is 5-methyl-2-[(2-nitrophenyl)amino]-3-thiophenecarbonitrile, which occurs in several polymorphs including red, orange, and yellow forms. 4 Solvated crystals, known as pseudo-polymorphs, 5 also provide opportunities for studying different crystal and molecular structures of the same compounds. However, color polymorphs in solvated crystals are rarely encountered. 6, 7 We have found yellow crystals of bis(benzophenone) azine (BBA) that include benzene as a solvated molecule. Solvent-free crystals of BBA are colorless, and their structure has already been reported. 8 In this paper, we describe the crystal and molecular structures of benzene-solvated BBA and explain the structural and color differences.
The benzene solvate of bis(benzophenone) azine has been isolated as yellow crystals by cooling a benzene solution of BBA from boiling to room temperature over 5 h period. The colors of the BBA-C6H5 and BBA crystals are shown in Fig. 3 . Benzene solvated crystals are not persistent owing to the easy loss of benzene and become opaque within 10 min. Crystallographic data and experimental details are listed in Table 1 (9) and 1.404(8)Å, respectively. One of the benzene rings of benzophenone origin is only slightly twisted from the >C=N-N=C< plane (twist angle: 12.9(2)˚), whereas the other benzene ring is highly twisted (twist angle: 70.6(2)˚). This conformational difference affects C-Cipso bond length. For the close-to-coplanar benzene, the C1-C2 distance is 1.481(2)Å, while for the twisted C1-C8 it is 1.494(2)Å. The extended planar geometry through the C6H5-C=N-N=C-C6H5 moiety allows more extensive p-electron delocalization in the molecule in contrast to the nonplanar conformation and brings about the yellow coloration of the crystals.
With respect to the crystal structure, a one-dimensional chain of BBA molecules is formed along the c-axis owing to the presence of intermolecular face-to-face p-p interaction between the benzene rings of the neighboring molecules. As shown in Fig. 4 , this p-p interaction is of the offset type: the C6-C7 bond of the benzene ring is aligned parallel to that of its neighboring molecule to make a parallelogram along with a short C6-C7 contact (3.344(2)Å). Benzene is embedded in a channel running along the c-axis without particular intermolecular interactions. Therefore, BBA-C6H6 should be regarded as, in terms of the original meaning, a true clathrate crystal. 9 The side view of the molecules, also shown in Fig. 4 , indicates that the >C=N-N=C< moiety is planar.
We are further searching for other examples of crystalline molecular complexes of bis(benzophenone) azine to investigate structure-color relations. Fig. 2 The molecular structure of BBA-C6H6 with the atom labeling scheme. Displacement ellipsoids are drawn at the 50% probability level. 
